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Cartesian coordinates, energy and thermal corrections for all of the calculated structures Pages S5-S10
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---------------------------------------------------------------------
E(M06-2X/6-311++g(2d,2p)//M06-2X/6-311+g(d,p))= ---------------------------------------------------------------------- S8 Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- E(M06-2X/6-311++g(2d,2p)//M06-2X/6-311+g(d,p))= ---------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 7 0 -1
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